LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042578.D

Aca On 29 Aug 2019 23:23

Operator : HP/JU

Sample : K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.117 3 5 17 rVB 144350 186042 10.15% 1.754%
2 5.555 413 420 432 rBV 378671 625511 34.12% 5.899%
3 7.165 686 694 708 rBV 383064 744067 40.58% 7.017%
4 7.529 748 756 771 rBV 423749 731360 39.89% 6.897%
5 7.999 828 836 844 rBV 101543 169468 9.24% 1.598%
6 8.322 884 891 905 rVB 315687 542126 29.57% 5.112%
7 9.163 1027 1034 1048 rBV 214788 412558 22.50% 3.890%
8 10.820 1307 1316 1331 rBV 120027 237326 12.94% 2.238%
9 13.275 1726 1734 1748 rBV 656777 1062186 57.93% 10.017%
10 14.104 1868 1875 1884 rBvV 80371 144180 7.86% 1.360%

11 14.656 1962 1969 1982 rBV2 245175 390314 21.29%% 3.681%
12 16.149 2217 2223 2243 rBV 617103 1090206 59.46% 10.281%
13 17.412 2431 2438 2453 rBV2 326070 530669 28.94% 5.004%
14 18.305 2585 2590 2599 rBV3 16320 31999 1.75% 0.302%
15 20.021 2876 2882 2890 rBV 1390164 1833527 100.00% 17.290%

16 20.820 3014 3018 3022 rBV2 13908 19144 1.04% 0.181%
17 21.319 3098 3103 3117 rBV2 89613 181913 9.92% 1.715%
18 21.683 3159 3165 3178 rBV2 375724 658780 35.93% 6.212%

19 21.877 3194 3198 3203 rvB2 24470 36028 1.96% 0.340%

20 22.488 3297 3302 3307 rBV2 30913 51828 2.83% 0.489%

21 23.182 3415 3420 3429 rVB3 34324 66194 3.61% 0.624%

22 23.998 3552 3559 3568 rBV3 30803 68035 3.71% 0.642%

23 24.927 3706 3717 3733 rBV 252145 766736 41.82% 7.230%

24 28.311 4286 4293 4295 rBVS 10936 24111 1.32% 0.227%
Sum of corrected areas: 10604308
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042578.D

Aca On 29 Aug 2019 23:23

Operator : HP/JU

Sample : K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG042578.D
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400000 5.56 7.17
8.32

200000412 8.00 10.82
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG042578.D
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG042578.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042578.D

Aca On 29 Aug 2019 23:23

Operator : HP/JU

Sample : K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.12 21.96 ng 186042 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 6 (3.123 min): BG042578.D (-3) (-) m/z 73.10 100.00%
7B
5000 /\\\
B s 87 R —
3.20 3.30 3.40 3.50
SN 1 1 m/z 43.10 32.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RS RN LA RN R
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 26.54%
29
R R R R A AR R RN RN RN SRS LARAS SARSSLARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol /k
73
87 R TR LU L U I
3.20 3.30 3.40 3.50
5000 a1 55 m/z 55.10 23.74%
29 ‘
...,....,..ﬂﬂp...“:.k.,.ulah.??.ﬂ.l.?Q..:,..??,....}%?..,..??ﬂ...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N-Ethylformamide R R b R,
30 3.20 3.30 3.40 3.50
73 m/z 71.10 9.80%
5000
44 58
il
“'v”Jl”l"“'Mmhl“'w'“'w'”l“'w'“'w'“l“'w'“'v'“ HRS AN LU R LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042578.D

Aca On 29 Aug 2019 23:23

Operator : HP/JU

Sample : K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.53 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.53 86.31 ng 731360 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 756 (7.529 min): BG042578.D (-748) (-) m/z 132.00 100.00%
5000 ]\;
T T T T T T T T T
54 ‘ J 7.20 7.40 7.60 7.80
i -|-|77?.7.!,]19“?..,..-.,....,....,.... m/z 68.10 32.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R IR U RN
7.20 7.40 7.60 7.80
31 78 m/z 134.00 32.37%
III.! ||.|.!..||....|.|...|.. '.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR LS R R
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 22.45%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl et
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 14 .34%
5000 og M°
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . V2L RN & W
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042578.D

Aca On 29 Aug 2019 23:23

Operator : HP/JU

Sample : K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.52 ng 181913 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 3103 (21.319 min): BG042578.D (-3098) (-) m/z 57.10 100.00%
57
83
5000
LIS IR DAL SUNRRE
21.00 21.20 21.40 21.60
167 195 281
" 222 252 m/z 55.10 75.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LIRS N DAL SUNE
21.00 21.20 21.40 21.60
29 125 m/z 83.10 67.57%
LA LT st 106220 260 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57
o1 21.00 21.20 21.40 21.60
5000 m/z 43.10 66.01%
29 125
\J I ' l 1 JL J\1§4 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate T
57 21.00 21.20 21.40 21.60
m/z 97.05 58.73%
83
5000
111
29
[l ‘ | ) 110 1% 210238 283 434
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042578.D

Aca On 29 Aug 2019 23:23

Operator : HP/JU

Sample : K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.01 ng 66194 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 76
3 Heneicosane 296 C21H44 000629-94-7 64
4 Hexadecane 226 C16H34 000544-76-3 62
5 Triacontane 422 C30H62 000638-68-6 62
Abundance Scan 3420 (23.182 min): BG042578.D (-3415) (-) m/z 57.05 100.00%
57
85
5000
113 193 22.80 23.00 23.20 23.40
141 169 225 253 341 375
— ] | IJ.' .]'. “I T h '."."“."', TR 282 SR el m/z 71.10 67.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 AU B
29 nmmmmmmm
m/z 43.10 66 .84%
113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
o 22.80 23.00 23.20 23.40
5000 m/z 85.05 57 .63%
29
I ‘ J J113 141 169 197 225 253 338
m/z--> §o 100 1éo 260 250 300 3%0
Abundance #141424: Heneicosane
57 22.80 23.00 23.20 23.40
m/z 55.05 30.63%
5000 85
?F I JlT311?1 169 197 225 253 296
m/z--> % @ @ ﬁ 250 ﬁ @ nmmmmmmm

8270-BG082219.M Fri Aug 30 17:54:51 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082919\
Data File : BG042578.D

Acq On 29 Aug 2019 23:23

Operator : HP/JU

Sample - K4562-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.12 22.0 ng 186042 1 8.00 169468 20.0
unknown7 .53 7.53 86.3 ng 731360 1 8.00 169468 20.0
Trifluoroacetoxy ... 21.32 5.5 ng 181913 5 21.68 658780 20.0
Eicosane 23.18 2.0 ng 66194 5 21.68 658780 20.0
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